Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.050; wR factor = 0.149; data-to-parameter ratio = 23.7.
Related literature
For the synthesis of the title compound, see: Slabber (2011 Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.149 S = 0.98 4709 reflections 199 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.42 e Å À3 Á min = À0.49 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg2 is the centroid of the C5-C9 ring and Cg3 is the centroid of the C11-C16 ring. Symmetry codes: (i) x; Ày À 1 2 ; z À 3 2 ; (ii) x; Ày À 3 2 ; z À 1 2 .
D-HÁ
Data collection: CrysAlis CCD (Oxford Diffraction, 2008); cell refinement: CrysAlis RED (Oxford Diffraction, 2008); data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: PLATON, SHELXL97 and WinGX (Farrugia, 1999) .
of the naphthalene ring.
The H atoms attached to the N atoms are unavailable for hydrogen-bonding due to their positions in the molecule.
The supramolecular structure is determined by the C2-H2···Cg3(x, 0.5 -y, -0.5 + z) and the C12-H12···Cg2(x, -0.5 -y, 0.5 + z), where Cg3 is the centroid of the phenyl ring containing C11 and Cg2 is the centroid of the phenyl ring containing C8. These link the molecules into sheets which lie in the bc plane.
There is a π-π interaction between the centrosymmetrically related phenyl rings, containing C8, at (x, y, z) and (1 -x, -y, -z). The centroid-to-centroid distance is 3.5922 (8) Å, with a perpendicular spacing between the planes of 3.3883 (6) Å and a slippage of 1.193 Å.
Experimental
To a solution of 1,8-diaminonaphthalene in toluene (4.11 mmol in 50 ml, 0.82 M) (Slabber, 2011) was added the 4-(methylthio)phenylboronic acid (4.11 mmol) in one portion. The round-bottomed flask was equipped with a Dean and Stark trap, and the solution was stirred and heated at 110°C for 3 h. The solvent was removed in vacuo and column chromatography of the crude solid on silica eluting with CH 2 Cl 2 yielded yellow crystalline material in a yield of 65%. Crystals suitable for X-ray diffraction analysis were grown from CH 2 Cl 2 at room temperature.
Refinement H atoms were treated as riding atoms with C-H(aromatic), 0.93 Å, with U iso = 1.2U eq (C) and C-H3 (methyl), 0.96Å, with U iso = 1.5U eq (C). H atoms attached to N atoms were located on a difference map, and allowed to refine. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds supplementary materials sup-3 in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.06634 (4) 0.07477 (6) (2) N1 0.0447 (7) 0.0488 (7) 0.0469 (7) 0.0105 (5) 0.0205 (6) 0.0060 (6) N2 0.0530 (7) 0.0436 (7) 0.0412 (7) 0.0061 (5) 0.0237 (6) 0.0095 (5) C1 0.0423 (7) 0.0380 (7) 0.0377 (7) −0.0020 (6) 0.0133 (6) −0.0009 (5) C2 0.0560 (9) 0.0479 (9) 0.0456 (8) 0.0103 (7) 0.0167 (7) 0.0085 (7) (6) 0.0182 (7) −0.0043 (6) C7 0.0527 (9) 0.0390 (7) 0.0399 (7) 0.0046 (6) 0.0177 (7) 0.0038 (6) C8 0.0430 (7) 0.0346 (7) 0.0369 (7) −0.0035 (5) 0.0158 (6) −0.0015 (5) C9 0.0405 (7) 0.0334 (7) 0.0331 (6) −0.0058 (5) 0.0115 (5) −0.0041 (5) C10 0.0465 (8) 0.0356 (7) 0.0356 (7) −0.0073 (6) 0.0163 (6) −0.0066 (5) C11 0.0407 (7) 0.0415 (7) 0.0438 (8) −0.0018 (6) 0.0179 (6) −0.0002 (6) C12 0.0443 (8) 0.0541 (9) 0.0484 (8) 0.0107 (7) 0.0196 (7) 0.0055 (7) C13 0.0499 (9) 0.0579 (9) 0.0445 (8) 0.0091 (7) 0.0196 (7) 0.0068 (7) 
